Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.049; wR factor = 0.137; data-to-parameter ratio = 9.4. organic compounds o430
In the title compound, C 6 H 4 ClF 3 N 2 , an intermediate in the synthesis of the fungicide fluazinam, the F atoms of the trifluoromethyl group are disordered over two sites in a 0.683 (14):0.317 (14) ratio. In the crystal structure, centrosymmetric dimers arise from pairs of N-HÁ Á ÁN hydrogen bonds.
Related literature
For related literature, see: Guo et al. (1991) Table 1 Hydrogen-bond geometry (Å , ). (3) 3.049 (9) 171 (3) Symmetry code: (i) Àx À 1; Ày þ 1; Àz.
Data collection: SMART (Bruker, 1997) ; cell refinement: SAINT (Bruker, 1997) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXTL (Bruker, 1997) ; software used to prepare material for publication: SHELXTL. (Guo et al., 1991) .
The F atoms of the trifluoromethyl group are disordered over two sites in a 0.683 (14):0.317 (14) ratio ( Fig. 1 ). An acute intramolecular N-H···Cl interaction occurs and the packing is consolidated by an N-H···N hydrogen bond (Table   1 ) resulting in inversion dimers.
Experimental
A mixture of 2,3-dichloro-5-(trifluoromethyl)pyridine (216 g, 1 mol) and NH~3 (68 g, 4 mol) in ethanol was heated to 50 atm. After 10 h, the reaction was complete, the resulting solid was filtered off and washed with a little cool ethanol. 50 mg of (I) was dissolved in 20 ml e thanol and the solution was kept at room temperature for 10 d; natural evaporation gave colourless blocks of (I).
Refinement
The N-bound H atoms were located in a difference map and freely refined. The C-bound H atoms were positioned geometrically, with C-H = 0.93Å and refined as riding with U iso (H) = 1.2U eq (C). Fig. 1 . The molecular structure of (I), drawn with 30% probability ellipsoids (arbitrary spheres for the H atoms). Only one orientation of the -CF 3 group is shown. The N-H···Cl interaction is shown as a double-dashed line. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculat-supplementary materials sup-3 ing R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
Geometric parameters (Å, °)
Cl1-C4 1.727 (5) N2-H2A 0.891 (11) supplementary materials sup-4 F1-C6 1.311 (13) N2-H2B 0.895 (11) F2-C6 1.414 (9) C1-C2 1.364 (6) F3-C6 1.287 (7) C1-H1 0.9300 F1'-C6 1.27 (2) C2-C3 1.385 (6) F2'-C6 1.162 (14) C2-C6 1.474 (6) F3'-C6 1.508 (15) C3-C4 1.347 (5) N1-C1 1.327 (5) C3-H3 0.9300 N1-C5 1.340 (5) C4-C5 1.401 (6) N2-C5 1.332 (5) sup-5
Symmetry codes: (i) −x−1, −y+1, −z. Fig. 1 supplementary materials sup-6 Fig. 2 
